The asymmetric unit of the title crystal structure is shown in the figure. Tables 1 and 2 contain details of the measurement method and a list of the atoms including atomic coordinates and displacement parameters.
Experimental details
The C-bound H atoms were geometrically placed (C-H = 0.95−0.99 Å) and refined as riding with U iso (H) = 1.2−1.5 Ueq(C). The N-bound H-atoms were located in a difference Fourier map but were refined with a distance restraint of N-H = 0.88 ± 0.01 Å, and with U iso (H) set to 1.2 Ueq(N). Owing to poor agreement, two reflections, i.e. (2 0 0) and (0 0 2), were omitted from the final cycles of refinement, presumably owing to interference from the beam-stop.
Comment
The structural landscape of molecules of the general formula ROC(=S)N(H)R′, for R, R′ = alkyl/aryl, has been summarized recently [6] . The overwhelming majority of structures, including a more recently reported derivative [7] , share common features such as a syn-disposition of the thioamide-N-H and thione-S atoms [6, 7] with the exceptions, i.e. with antidispositions of these atoms, arising owing to the dictates of thioamide-N-H· · · O, N hydrogen bonding, as the O-and/or N-bound substituents carry good oxygen or nitrogen hydrogen bond acceptors [6] . In continuation of these studies, the title compound EtOC(=S)N(H)(3-ClPh) was investigated by X-ray crystallography. The molecular structure is shown in the Figure (50% displacement ellipsoids) and this features the anticipated syndisposition of the thioamide-N-H and thione-S atoms. The central CNOS chromophore is planar and forms a dihedral angle of 7.94(9)°with the N-bound 3-chlorophenyl ring. The whole molecule is practically planar with the r.m.s. for the 13 fitted non-hydrogen atoms being 0.0594 Å with maximum deviations of 0.1186(12) and 0.0973(12) Å for the O1 and N1 atoms, respectively. Overall, the molecule has a U-shape as the ethoxy and phenyl-chloro groups lie to the same side of the molecule.
In the molecular packing, the syn-disposition of the thioamide-N-H and thione-S atoms facilitates the formation of thioamide-N-H· · · S(thione) hydrogen bonds between centrosymmetrically related molecules and therefore, eightmembered thioamide synthons {· · · HNCS} 2 ; N1-H1n· · · S1 i :
2.641(14) Å and 164.7(14)°for symmetry operation i: 1/2 − x, −1/2 − y, − z. Globally, in the crystal, dimeric aggregates stack in columns parallel to the b axis.
